LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO60319\
Data File : BM020684.D

Aca On : 03 Jun 2019 23:06

Operator : HP/JU

Sample : K3072-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM053119.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 3.057 8 12 28 rvB 1988130 2357731 19.95% 2.504%
2 5.410 405 412 427 rBVY 5225184 7380617 62.45% 7.839%
3 6.992 673 681 695 rBY 5130107 8404046 71.11% 8.926%
4 7.357 736 743 753 rBVY 5293316 8324167 70.43% 8.841%
5 7.828 812 823 829 rBV 958039 1563607 13.23% 1.661%
6 8.145 869 877 885 rBY 3883770 6274640 53.09% 6.664%
7 8.986 1012 1020 1029 rBVvV 3150948 5108106 43.22% 5.425%
8 10.616 1290 1297 1305 rVB 1240260 2034269 17.21% 2.161%
9 13.080 1709 1716 1726 rBV 6322359 9555512 80.85% 10.149%
10 13.921 1853 1859 1866 rBV 868632 1230483 10.41% 1.307%

11 14.463 1944 1951 1960 rBV2 1649467 2472240 20.92% 2.626%
12 15.951 2197 2204 2219 rBV 4762717 6604323 55.88% 7.014%
13 17.204 2411 2417 2424 rBV2 1933319 2809425 23.77% 2.984%
14 18.098 2563 2569 2578 rBV 527712 790051 6.68% 0.839%
15 19.380 2781 2787 2796 rBV 268081 430895 3.65% 0.458%

16 19.827 2857 2863 2869 rBV 9368195 11819053 100.00% 12.553%
17 21.097 3074 3079 3090 rBV 783368 1096465 9.28% 1.165%
18 21.380 3122 3127 3133 rBV 2473762 3058453 25.88% 3.248%
19 21.539 3150 3154 3158 rVB 508391 574258 4._86% 0.610%
20 21.980 3225 3229 3234 rBV 990553 1142287 9.66% 1.213%

21 22.456 3305 3310 3317 rBV 1350859 1716870 14.53% 1.823%
22 22.980 3393 3399 3405 rBV 1305207 1975331 16.71% 2.098%
23 23.562 3492 3498 3505 rBV 1159694 1948583 16.49% 2.070%
24 23.668 3509 3516 3527 rVB 1717131 3206838 27.13% 3.406%
25 24.232 3606 3612 3621 rBV 776400 1478277 12.51% 1.570%

26 25.009 3739 3744 3755 rVB 392124 798331 6.75% 0.848%

Sum of corrected areas: 94154858

8270-BM053119.M Tue Jun 04 17:43:14 2019 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO60319\
Data File : BM020684.D

Aca On : 03 Jun 2019 23:06

Operator : HP/JU

Sample : K3072-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM053119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM020684.D

8000000

6000000
5.41 6.99 7 36

4000000 8.15
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2000000 p.06
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Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BM020684.D

19,83

8000000
13.08
6000000
15.95

4000000

2000000 14.46 17.20

13.92
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Time-->  12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM020684.D
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4000000

21.38
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21.98 n ' 24.23
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Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO60319\
Data File : BM020684.D

Aca On : 03 Jun 2019 23:06

Operator : HP/JU

Sample : K3072-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM053119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

3.06 30.16 ng 2357730 1,4-Dichlorobenzene-d4 7.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 22
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 12
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 12 (3.057 min): BM020684.D (-8) (-) m/z 73.05 100.00%

3
5000 43
55 87

| 3.0 3.20 3.30 3.40 3.50

bl e 28 Tn/z 43.10  36.49%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 L B L L L L B B
43 3.10 3.20 3.30 3.40 3.50
5 87 m/z 87.10 25.42%
29 ‘
0 W] I
L B o o o o e LALN m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
30
R R SRR R AR
3.10 3.20 3.30 3.40 3.50
5000 43 87 m/z 55.05 24 .35%
15
59 72
Ot e e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4342: Pentane, 3-methoxy-

7. 3.10 3.20 3.30 3.40 3.50
m/z 41.10 12 _.38%

5000
45
29
0 Lol 99 ) 101

m/z--> 20 40 60 80 100 120 140 160 180 200 3.10 3.20 330 3.40 3.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO60319\
Data File : BM020684.D

Aca On : 03 Jun 2019 23:06

Operator : HP/JU

Sample : K3072-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM053119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown7.36 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

7.36 106.47 ng 8324170 1,4-Dichlorobenzene-d4 7.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 743 (7.357 min): BM020684.D (-736) (-) m/z 132.00 100.00%
5000 68
96 L A NI I R
40 g J 7.00 7.20 7.40 7.60
o Jrer |asus | n/z 68.10  44.61%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 S RRAERARARRARRARARAR S
7.00 7.20 7.40 7.60
31 51 78 m/z 134.00 32.54%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
7.00 7.20 740 7.60
5000 m/z 66.10 28.95%
33 aa o 105
o 60 80 115
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl Pt e
57 132 7.00 7.20 7.40 7.60
24 m/z 69.05 18.26%
5000 98 116
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, A | U
m/z--> 40 60 80 100 120 140 160 180 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO60319\
Data File : BM020684.D

Aca On : 03 Jun 2019 23:06

Operator : HP/JU

Sample : K3072-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM053119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.10 5.62 ng 790051 Phenanthrene-d10 17.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 Dodecanoic acid 200 C12H2402 000143-07-7 64
Abundance Scan 2569 (18.098 min): BM020684.D (-2563) (-) m/z 73.10 100.00%
43 78
5
5000 129
97 115 213 R RN SRR DU A
143197171185, 0017507 256 o81 17.80 18.00 18.20 18.40
01 m/z 43.10 88.98%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
43 73
5
5000{ 29 256
17. 80 18.00 18.20 18.40
21 m/z 60.10 84 .28%
0 “ “‘\‘ il H H ‘ 143157171185199
miz-> 20 45 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43 LR BN SULURR UL BN
57 17.80 18.00 18.20 18.40
m/ 41.05 75 .24Y%
5000 129 4 0
29 87 185 228
101115 143157171 199,54
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43 78 17.80 18.00 18.20 18.40

m/z 55.05 69.94%

129
5000 29
3

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 80 18. 00 18 20 18. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO60319\
Data File : BM020684.D

Aca On : 03 Jun 2019 23:06

Operator : HP/JU

Sample : K3072-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM053119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Octadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
19.38 2.82 ng 430895 Chrysene-di12 21.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 86
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Pentadecanoic acid 242 C15H3002 001002-84-2 68
Abundance Scan 2787 (19.380 min): BM020684.D (-2781) (-) m/z 43.10 100.00%
5000 A,kJMM*NMJ\M/{\wawaﬂ.w*mmh
19,00 19.20 19.40 19.60
0 m/z 73.05 98.42%
m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
43 73
5000 129 NSNS BN SUNRE
19.00 19.20 19.40 19.60
‘ o7 185 a1 m/z 60.10 83.98%
0 |15| I "“I i) ‘k‘““.“l .‘:lls‘.?.‘ .“. ‘|2.]‘-3.‘. .“ 2|6|5 .“. T
m/z--> 50 100 150 200 250 300 350
Abundance
43 | 73
19.00 19.20 19.40 19.60
5000 m/z 57.10 81.89%
129
185
97
) 18 157 228
m/z--> o '55' - 160" ' ﬁéo" ' ééoll ' 550" "360" ' ééo"
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester A ma
43 19.00 19.20 19.40 19.60
m/z 55.05 69.92%
73
129
97
185
N I e oo PR B PO, B (A
m/z--> 50 100 150 200 250 300 350 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO60319\
Data File : BM020684.D

Aca On : 03 Jun 2019 23:06

Operator : HP/JU

Sample : K3072-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM053119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 6 1-Hexadecanesulfonyl chloride Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
21.10 7.17 ng 1096470 Chrysene-d12 21.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanesulfonvl chloride 324 C16H33Cl102S 038775-38-1 91
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
3 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 87
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 87
5 Cyclopentadecane 210 C15H30 000295-48-7 83

Abundance Scan 3079 (21.097 min): BM020684.D (-3074) (-) m/z 57.10 100.00%
g7
83
5000
111
A PN SRR BN B
3 139 207 20.80 21.00 21.20 21.40
ol A7 168 207226 252 205 3% | u75 43.10  82.81%
m/z--> 50 100 150 200 250 300 350
Abundance #129672: 1-Hexadecanesulfonyl chloride
57
5000 AUV AR B
11 20.80 21.00 21.20 21.40
29 139 m/z 55.10 67.61%
0 A J\‘ Ww Jh d ﬂ\ h h1§7\ 196 2%4 253271289307325
m/z--> 50 100 150 260 250 300 350
Abundance
57
83 20,80 21.00 21.20 2140
5000 m/z 83.05 62.37%
29 111
139 168 196 227 .o
O T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester R B s e e
57 20.80 21.00 21.20 21.40
83 m/z 69.10 59.95%
5000
111
29
ol L ‘139“169 101210 %8 565083
T T T T T T T T T T T 7T T T T 7T T —v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—
m/z--> 50 100 150 200 250 300 350 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO60319\
Data File : BM020684.D

Aca On : 03 Jun 2019 23:06

Operator : HP/JU

Sample : K3072-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM053119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Eicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.54 3.76 ng 574258 Chrysene-di12 21.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 91
5 Heptadecane 240 C17H36 000629-78-7 91
Abundance Scan 3154 (21.539 min): BM020684.D (-3150) (-) m/z 57.10 100.00%
57
85
5000
113 21.20 21.40 21.60 21.80
141
oL Bt AN T M 160 107 225 s 2tson so7 sss | I TLIGT 75 37,
m/z--> 50 100 150 200 250 300 350
Abundance #107655: Eicosane
57
- L
5000 PN BN B SRR
21.20 21.40 21.60 21.80
13 m/z 43.05 65.14%
29 141
ol . Ly h‘l 11 I‘,l‘?gl 197 225 253 282 -
m/z--> 50 100 150 200 250 300 350
Abundance
57
o 21120 21.40 21.60 21.80
5000 m/z 85.10 52.38%
29 113
o 141 169 197 225 253 296
m/z--> éo 160 1%0 260 2%0 360 3éo ,j\_
Abundance #142113: Heptadecane, 9-octyl- AR DA R R
57 21.20 21.40 21.60 21.80
m/z 41.10 26.03%
5000 85
o3 ‘} L tE, 1§1 169 197 %9 267 204 323 352
m/z--> % @ mo 200 250 %o 3% mmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO60319\
Data File : BM020684.D

Aca On : 03 Jun 2019 23:06

Operator : HP/JU

Sample : K3072-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM053119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Heneicosane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
21.98 7.47 ng 1142290 Chrysene-di12 21.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Docosane. 11-butvl- 366 C26H54 013475-76-8 91
3 Docosane 310 C22H46 000629-97-0 91
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91

Abundance Scan 3229 (21.980 min): BM020684.D (-3225) (-) m/z 57.10 100.00%
57
5000 85 J\
3 I W 13 141 169 197 225 253 281 _ 325 356 2160 2180 2200 2220
I I 1 B S A Rt i LS = 22 S S m/z 71.05 74.84%
m/z--> 50 100 150 200 250 300 350
Abundance #115570: Heneicosane
57
s Il
5000 EUARRUARUERE R
21.60 21.80 22.00 22.20
m/z 43.10 65.91%
29 113
oL Ll 141 169 197 225 253 296
m/z--> 56 160 1éo 260 2%0 360 3éo
Abundance
s L
21'60 21.80 22.00 22.20
5000 85 m/z 85.10 50.63%
o 38 13 141 160 210 539 267 309 335 366
UL UL UL UL WL UL WL U
m/z--> 50 100 150 200 250 300 350 “A
Abundance #123096: Docosane i e R R
57 21.60 21.80 22.00 22.20
m/z 41.05 24 .91%
5000 85
L[ 1 on a3 ey 310
m/z--> % @ @ @ 250 300 ﬁ mmmmnmnm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO60319\
Data File : BM020684.D

Aca On : 03 Jun 2019 23:06

Operator : HP/JU

Sample : K3072-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM053119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Triacontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22 .46 11.23 ng 1716870 Chrysene-di12 21.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
4 Hexatriacontane 507 C36H74 000630-06-8 91
5 Eicosane 282 C20H42 000112-95-8 91
Abundance Scan 3311 (22.462 min): BM020684.D (-3305) (-) m/z 57.10 100.00%
57
85
5000
113 141 22,20 22.40 22.60 22.80
ol s b d e 207 230 om1 smam a5 oS0 73, 50%
m/z--> 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane
57 A
85
5000 IR BN SRR S
22.20 22.40 22.60 22.80
m/z 43.10 63.92%
29 113
0 \‘ J h “\ ‘hw h‘ u‘ w\lﬁlwlgg 197 225 253 296
m/z--> 55 160 1éo 260 2éo 360 3%0 460
Abundance
57
2200 22.40 22.60 22.80
5000 85 m/z 85.05 53.03%
113 141
ol 20 i~ 109 197 225 253 281 309 337 365 393 422
m/z--> 55 160 1%0 260 250 360 3%0 460
Abundance #123100: Pentadecane, 8-heptyl- R EEE e o  aa
57 22.20 22.40 22.60 22.80
m/z 41.10 23.11%
5000 85
29
ol } Lo M3 141 169 10 539 266 300
Trrtyrrtrrrr+rrrrryrrrrrprrrryrrrrrrr T T T T T —v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—h
m/z--> 55 160 1éo 260 250 360 3%0 460 22.20 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO60319\
Data File : BM020684.D

Aca On : 03 Jun 2019 23:06

Operator : HP/JU

Sample : K3072-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM053119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 Heptadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.98 12.32 ng 1975330 Perylene-di12 23.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
4 Heneicosane 296 C21H44 000629-94-7 91
5 Eicosane, 3-methyl- 296 C21H44 006418-46-8 91
Abundance Scan 3399 (22.980 min): BM020684.D (-3393) (-) m/z 57.10 100.00%
5000
141 169 22.60 22.80 23.00 23.20
o 197 225 252 295 323 351 n/z 71.10 73.09%
m/z--> 50 100 150 200 250 300 350 400
Abundance #82608: Heptadecane
57
85
5000 NSNS B SRR
22.60 22.80 23.00 23.20
29 m/z 43.10 62 .94%
P N Jlﬁ3d1§1‘1eg 197 240
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
UV U AR
71 22.60 22.80 23.00 23.20
5000 m/z 85.05 51.88%
99 196
o 127 155 225 252 280
m/z--> 50 100 150 200 250 300 350 400
Abundance #115575: Eicosane, 10-methyl- BEEREEE S S
57 22.60 22.80 23.00 23.20
m/z 55.10 22 .89%
5000 85 ~u~]\~
o L]0 J1}3 1‘?4.183 211 239 281
m/z--> 50 100 150 200 250 300 350 400 2260 22.80 23.00 23.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO60319\
Data File : BM020684.D

Aca On : 03 Jun 2019 23:06

Operator : HP/JU

Sample : K3072-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM053119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 Eicosane, 10-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.56 12.15 ng 1948580 Perylene-di12 23.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 94
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
3 Hexadecane 226 C16H34 000544-76-3 93
4 Heneicosane 296 C21H44 000629-94-7 91
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 91
Abundance Scan 3498 (23.562 min): BM020684.D (-3492) (-) m/z 57.10 100.00%
g7
5000 8 }
113 23.20 23.40 23.60 23.80
141
oL s L h e 107 o5 252 081  mammst w15 ot G 75 on,
m/z--> 50 100 150 200 250 300 350 400
Abundance #115575: Eicosane, 10-methyl-
57
5000 85 AR A SR B
2320 23.40 23.60 23.80
m/z 43.05 62.27%
‘ 113 154
Obph A i 183 211 280 281
m/z--> 50 100 15 200 250 300 350 400
Abundance
43
71 23.20 23.40 23.60 23.80
5000 m/z 85.10 51.33%
99 196
o 127 155 225 252 280
m/z--> 50 100 150 200 250 300 350 400
Abundance #73963: Hexadecane e I e e e
57 2320 23.40 23.60 23.80
m/z 55.05 24 . 17%
5000 85
29
ol L LI 13 141 160 197 226
m/z--> 50 100 ﬁo 200 250 300 350 400 23120 23.40 23.60 23.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO60319\
Data File : BM020684.D

Aca On : 03 Jun 2019 23:06

Operator : HP/JU

Sample : K3072-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM053119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 Heneicosane, 11-(1-ethylpro... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

24 .23 9.22 ng 1478280 Perylene-di12 23.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Heneicosane. 11-(l-ethvlpropvl)- 366 C26H54 055282-11-6 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 91

Abundance Scan 3612 (24.232 min): BM020684.D (-3606) (-) m/z 57.10 100.00%

57
85
5000

113 24, OO 24, 20 24 40 24. 60
141 169 197
o...J,. : “ Ad g 297 239 267 295 827351 401429 | nzz 71.10 74.57%
m/z--> 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane
57
85

5000 L L L BLL A
24. OO 24. 20 24 40 24. 60

m/z 43.10 62.15%

29 113
0 \‘ Jl h “\ h h‘ u‘ \1 \1\169 197 225 253 296
] P —
m/z--> 50 100 150 200 250 300 350 400
Abundance
57

mmmmmmmm
5000 85 m/z 85.10 53.50%

113
141 169 197 239 267 204 323 352

[ e o e e e S e L B e e o e e e S B I HLA B e m e o o o o e
m/z--> 5I0 lCI)O léO 2(I)0 ZéO 3(I)O 35IO 4CI)O
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)- e R e ARRE R
43 24.00 24.20 24.40 24.60
m/z 55.10 23.55%

71
5000
99
‘ ‘ J‘ | 127155 183 225 253 295 337

N e RS

m/z--> 50 100 150 200 250 300 350 400 24. OO 24. 20 24 40 24. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO60319\
Data File : BM020684.D

Aca On : 03 Jun 2019 23:06

Operator : HP/JU

Sample : K3072-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM053119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 Pentadecane, 8-heptyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
25.01 4.98 ng 798331 Perylene-d12 23.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Eicosane 282 C20H42 000112-95-8 91
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 91
Abundance Scan 3744 (25.009 min): BM020684.D (-3739) (-) m/z 57.10 100.00%
57 q
5000 85
14 24.60 24.80 25.00 25.20 25.40
o...J,....lI A, 183208 230 81 343 429 Thaso 7110 72.81%
m/z--> 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane
57
85
5000 R AR S A
24.60 24.80 25.00 25.20 25.40
m/z 43.10 58.27%
29 13 941
0 \‘ Jl h “\ h h‘ u‘ \ . \169 197 225 253 296
T SN SR UL UL SURLLLA UL
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
24,60 24.80 25.00 25.20 25.40
5000 85 m/z 85.10 50.85%
29 113 141
o 169 197 225 253 281 309 337 380
m/z--> 50 100 150 200 250 300 350 400
Abundance #142113: Heptadecane, 9-octyl-
57 24.60 24.80 25.00 25.20 25.40
m/z 55.05 24 . 17%
5000 85 VVA~¢AMJ\—M~}A\AMM—*WwwWA&*
o ‘l 1] ﬂlf3jlﬂl‘l§9 197 239 267 294 323 352
m/z--> 50 100 150 200 25'30 300 350 400 24.60 24.80 25.00 25.20 25.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO60319\
Data File : BM020684.D

Acq On : 03 Jun 2019 23:06

Operator : HP/JU

Sample - K3072-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM053119_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 3.06 30.2 ng 2357730 1 7.83 1563610 20.0
unknown? .36 7.36 106.5 ng 8324170 1 7.83 1563610 20.0
n-Hexadecanoic acid 18.10 5.6 ng 790051 4 17.20 2809430 20.0
Octadecanoic acid 19.38 2.8 ng 430895 5 21.38 3058450 20.0
1-Hexadecanesulfo... 21.10 7.2 ng 1096470 5 21.38 3058450 20.0
Eicosane 21.54 3.8 ng 574258 5 21.38 3058450 20.0
Heneicosane 21.98 7.5 ng 1142290 5 21.38 3058450 20.0
Triacontane 22.46 11.2 ng 1716870 5 21.38 3058450 20.0
Heptadecane 22.98 12.3 ng 1975330 6 23.67 3206840 20.0
Eicosane, 10-methyl- 23.56 12.2 ng 1948580 6 23.67 3206840 20.0
Heneicosane, 11-(... 24.23 9.2 ng 1478280 6 23.67 3206840 20.0
Pentadecane, 8-he... 25.01 5.0 ng 798331 6 23.67 3206840 20.0
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